Positions of the bonds are shown in the structures above.
Computational details
All DFT calculations were conducted with the Gaussian 16 software package 1 . Geometry optimizations and frequency calculation of all the minima and transition states were performed using B3LYP 2-4 functional with 6-31G(d) basis set, including Grimme's dispersion corrections 5 . The solvation energies were evaluated by a self-consistent reaction field (SCRF) using B3LYP functional with 6-311+G(d,p) basis set and the CPCM model 6 . The 3D diagrams of molecules were generated using GaussView.
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